Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.107; data-to-parameter ratio = 14.2.
In the title molecular salt, C 12 H 22 N 5 + ÁCl À , the cation is protonated at the dimethyl-substituted tertiary N atom. The piperidine ring adopts a chair conformation with the exocyclic N-C bond in an equatorial orientation. The dihedral angle between the piperidine ring (all atoms) and the pyrimidine ring is 14.00 (1) . In the crystal, the ions are connected by N-HÁ Á ÁN hydrogen bonds, forming inversion dimers, which are further connected by N-HÁ Á ÁCl hydrogen bonds. Aromatic -stacking interactions [centroid-centroid separation = 3.4790 (9) Å ] are also observed in the structure.
Related literature
For background to pyrimidine derivatives and their biological activity, see: Patel et al. (2003) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Velmurgan Comment
Nitrogen-containing heterocyclic ring such as pyrimidine is a promising structural moiety for drug design. Pyrimidine derivatives form a component in a number of useful drugs and are associated with many biological and therapeutical activities (Patel et al., 2003) . In this view, we synthesized the title compound to study its crystal structure. The title compound crystallizes in monoclinic C2/c space group with the piperidine ring in the molecule adopting chair conformation. The dihedral angle between the piperidine ring and the pyrimidine ring in the molecule is 14.00 (1)°. In the crystal structure, the molecules are linked to one another through N-H···N hydrogen bonds generating R 2 2 (8) ring patterns forming inversion related dimers. These dimers are further connected to one another through N-H···Cl hydrogen bonds and weak π-π interactions.
Experimental
To a solution of 2-amino-4-chloro-6-methylpyrimidine (1.39 mmol) in acetonitrile (3 ml) was added 4-(dimethylamino)-piperidine (1.66 mmol), xantphos (0.0695 mmol), Pd(OAc) 2 (0.139 mmol) and Cs 2 CO 3 (2.78 mmol). The reaction mixture was irradiated with microwave radiation at 60° C for 1.5 hrs. The reaction was monitored by TLC. The solvent was removed under reduced pressure and the crude product was purified by column chromatography using MDC/methanol as eluent. Colourless prisms were obtained from slow evaporation of the solution of the compound in dilute alcohol.
Refinement
The H atoms were positioned with idealized geometry using a riding model with C-H = 0.93-0.97 Å. All C-H atoms were refined with isotropic displacement parameters (set to 1.2-1.5 times of the U eq of the parent atom) and N-H atoms were refined freely 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

